Key indicators: single-crystal X-ray study; T = 294 K; mean (C-C) = 0.008 Å; R factor = 0.079; wR factor = 0.207; data-to-parameter ratio = 15.9.
The asymmetric unit of the title compound, C 16 H 17 FN 2 O 4 S, contains three independent molecules, in which the pyrimidine and benzene rings are oriented at dihedral angles of 41.72 (3) , 26.21 (3) and 36.49 (3) . Intramolecular C-HÁ Á ÁO hydrogen bonds result in the formation of two six-and one sevenmembered non-planar rings, which have have twist conformations. In the crystal structure, intermolecular C-HÁ Á ÁO hydrogen bonds link the molecules.
Related literature
For related literature, see: Gompper et al. (1997) ; Laufer & Wagner (2002) . For bond-length data, see: Allen et al. (1987) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ) . H (O6/C19-C21/C25/H19A) and I (O6/C21/C22/C25/C27/C28/H28A). They adopt twisted conformations, having total puckering amplitudes, Q T , of 0.788 (3) Å, 1.806 (3) Å and 1.290 (3) Å, respectively.
In the crystal structure, intermolecular C-H···O hydrogen bonds (Table 1) link the molecules (Fig. 2) , in which they may be effective in the stabilization of the structure.
For the preparation of the title compound, methyl4-(4-fluorophenyl)-6-isopropyl -2-(methylthio)pyrimidine-5-carboxylate (100 g, 312.50 mmol), ammonium molybdate tetrahydrate (4.95 g, 4.00 mmol) and sulfuric acid (0.32 g, 3.26 mmol) were added to methanol (1000 ml) in a round bottom flask, and then stirred for 1 h at 303 K. H 2 O 2 (106.2 ml) was added dropwise in 30 min, and stirred for 2 h. The mixture was stirred for 5 h, by increasing the temperatue to 323 K. After completion of the reaction, the mixture was cooled to 273 K and stirred for 1 h. It was filtered, washed with water, and then dried (yield; 88%). Crystals of (I) suitable for X-ray analysis were obtained by slow evaporation of an ethanol solution.
Refinement
H atoms were positioned geometrically, with C-H = 0.93, 0.98 and 0.96 Å for aromatic, methine and methyl H, respectively, and constrained to ride on their parent atoms with U iso (H) = xU eq (C), where x = 1.5 for methyl H, and x = 1.2 for all other H atoms. Figures   Fig. 1 . The molecular structure of the title molecule, with the atom-numbering scheme. Displacement ellipsoids are drawn at the 30% probability level. Hydrogen bonds are shown as dashed lines. 
Data collection
Enraf-Nonius CAD-4 diffractometer R int = 0.066
Radiation source: fine-focus sealed tube θ max = 26.0º
Monochromator: graphite θ min = 1.4º Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 0.9600 C47-C48 1.382 (7) C18-H18C 0.9600 C47-H47A 0.9300 C19-C20
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å
1.501 (7) C48-H48A 0.9300 O3-S1-O4 118.7 (3) N4-C23-N3 130.6 (4) O3-S1-C7 107.6 (3) N4-C23-S2 112.3 (4) O3-S1-C10 108.0 (3) N3-C23-S2 117.1 (4) O4-S1-C7 108.2 (2) O6-C24-H24A 109.5
